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. Graphical summary of NOE, TALOS+ and H-bond restraints. (a) Graphical representation of the distribution of unambiguous NOE restraints as a function of residue following restraint refinement (i.e., those employed in the final round of structure calculation using Xplor-NIH Predictions of structured vs. disordered segments in W 1 are illustrated based upon chemical shift (TALOS+ 2 and the random coil index (RCI) 3 ) and amino acid sequence (PONDR 4 and MetaDisorder 5 ). An extended cartoon representation of the converged features of the calculated W 1 structural ensemble is overlaid, with extended helical segments denoted. The black line in the TALOS+ panel indicates the confidence of a given secondary structure assessment. The prediction of disorder/order by RCI, PONDR, and MetaDisorder are presented as a gradient (RCI) or a structural threshold (PONDR and MetaDisorder). Supplementary Fig. S3 . Graphical summary of restraints retained in final W 1 structural calculations. H-bond, TALOS+ dihedral angle restraints 2 (circles coloured black if both φ and ψ are restrained for the given residue, magenta for φ only and green ψ for only) and canonical 6 helical i+2, 3 and 4 NOE restraints are depicted following restraint refinement. A linear cartoon structure of W 1 is displayed at the bottom, on the basis of DSSP 7 analysis of the final 20-member NMR ensemble.
Supplementary Fig. S4 . Ramachandran plot by amino acid over putative helix 2 region of chemical shift-based topology 8 . Clearly, 13 of the 20 amino acids over residues 40-60 exhibit α-helical φ and ψ dihedral angle pairs. The helical runs are interrupted by residues 45S, 51A and 60G, located in the glycine region or the turn II region, and residues 40Q, 48V, 52A and 57S, in the β-strand region. Supplementary Fig. S5 . Accessible surface area as a function of position in W 1 . The solvent accessible surface area (SASA) was calculated as a function of residue for each ensemble member using DSSP 7 , weighted with respect to the total surface area for each residue type reported by Yuan et al. 9 to provide relative SASA values (as a percentage). (a) Graphical representation of SASA per residue. In blue are the aromatic residues that fall in the top 50 most exposed residues. The highlighted blocks are as follows: "i" (yellow) is the region most perturbed by titration with DPC, urea, and GdmCl (Supplementary 10 . These CSD results are represented in a normalized manner on the lowest energy W 1 structure from the 20-member ensemble using colour and cartoon thickness (e, g and i, corresponding to d, f and h, respectively; residues coloured grey were overlapped or not possible to follow through the titration to the indicated perturbant concentration.) Supplementary Fig. S10 16 .
b Average ± average deviation for 4 protein peaks (2 experiments) based on D C DOSY corrected for viscosity using internal dioxane standard using equation 3 17 .
c Average ± average deviation of two replicates for two independent samples.
d Estimated using equation 2 18 .
e Average HYDROPRO 19 -derived D C over a given 20-member atomic-level structural ensemble determined using the solution NMR restraints both without and with R g . The error reported is the average deviation of D C over a given ensemble; the bracketed percentage is the deviation from D C DOSY .
f Not determinable due to scattering from nanoparticle (micelle) population in solution, consistent with previous observation 20 .
